[Quantum mechanical study of the antioxidative activity of a series of phenol compounds].
The highest filled and the lowest free electronic molecular orbital energy of 23 phenolic substances has been calculated with Hückel MO LKAO method. The obtained results have been compared with the data on antioxidizing activity. The majority of phenolic substances with marked antioxidizing activity possessed electrono-donor properties. The quantity of antioxidizing activity depends on the values of the highest filled electronic molecular orbital energy.